Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.051; wR factor = 0.148; data-to-parameter ratio = 28.3.
In the title compound, C 19 H 18 N 2 O 2 , the five-membered isoxazole ring adopts an envelope conformation and the deviation of the N atom from the mean plane of the isoxazole ring is À0.3256 (11) Å . The pyran ring adopts a half-chair conformation. The isoxazole ring forms dihedral angles of 44.07 (7) and 84.23 (7) with the pyran and methylbenzene rings, respectively. The molecular structure is stabilized by weak C-HÁ Á Á interactions.
Related literature
For the synthesis of the title compound, see: Bakthadoss & Murugan (2010) . For the biological and pharmacological activities of isoxazole derivatives, see: Hu et al. (2004) ; Lin et al. (1996) ; Rozman et al. (2002) . For a related structure, see: Swaminathan et al. (2011) . For puckering amplitudes, see: Cremer & Pople (1975 Monoclinic, P2 1 =n a = 11.0120 (4) Å b = 13.0368 (4) Å c = 11.1977 (3) Å = 97.836 (2) V = 1592.54 (9) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 293 K 0.30 Â 0.25 Â 0.20 mm
Data collection
Bruker Kappa APEXII CCD diffractometer 23069 measured reflections 5936 independent reflections 3084 reflections with I > 2(I) R int = 0.035 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.148 S = 1.01 5936 reflections 210 parameters H-atom parameters constrained Á max = 0.18 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C11-C16 phenyl ring.
D-HÁ
Symmetry code: (i) Àx þ 1 2 ; y þ 1 2 ; Àz À 1 2 .
Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 ). K. Swaminathan and K. Sethusankar thank Dr Babu Varghese, SAIF, IIT, Chennai, India, for the X-ray intensity data collection.
Comment
The title compound is an angularly substituted fused tricyclic chromenoisoxazolidine framework, synthesized using Baylis-Hillman derivatives through in situ formation of nitrones followed by an intramolecular (3 + 2) dipolar cycloaddition reaction sequence (Bakthadoss & Murugan, 2010) . It is well known that benzopyran and isoxazolidine derivatives possess interesting biological and pharmacological activities (Lin et al., 1996; Hu et al., 2004) . Leflunomide is an isoxazole drug used for the treatment of rheumatoid arthritis (Rozman et al., 2002) .
The title compound ( Fig. 1 ) comprises a chromenoisoxazole ring system attached to a methylbenzene ring and a carbonitrile group. The isoxazole ring (N1/O2/C7/C8/C10) adopts an N1 envelope conformation with N1 -0.3256 (11) Å out of the plane formed by the rest of the ring atoms. The isoxazole ring is inclined at 84.23 (7)° with respect to the mean-plane formed by methylbenzene ring (C11-C16). The pyran ring (O1/C1/C6-C9) adopts a half-chair conformation with puckering amplitudes (Cremer & Pople, 1975) : Q = 0.4852 (13) Å, θ = 127.2 (2)° and φ = 107.9 (2)°. The title compound exhibits structural similarities with a reported structure (Swaminathan et al., 2011) . The molecular structure of the title compound is stabilized by rather weak C18-H18B···π interactions involving the centroid (Cg1) of phenyl ring C11-C16 (Table 1) .
Experimental
A mixture of (E)-2-((2-formylphenoxy) methyl) -3-o-tolylacrylonitrile (1.0 mmol), N-methylhydroxylamine hydrochloride (1.1 mmol), pyridine (0.24 ml, 3 mmol) and ethanol (5 ml) were placed in a round bottom flask and refluxed for 6 h. After completion of the reaction as indicated by TLC, the reaction mixture was concentrated under reduced pressure. The crude product was diluted with water (10 ml) and dil HCl (5 ml) and extracted with ethylacetate (20 ml). The organic layer was washed with brine solution (10 ml) and concetrated. The crude product was purified by column chromatography to provide the pure title compound, as a colourless solid. Crystals of the title compound were grown from its solution in methanol by slow evaporation at room temperature.
Refinement
Hydrogen atoms were placed in calculated positions with C-H = 0.93, 0.96, 0.97 and 0.98 Å for aryl, methyl, methylene and methyne type H-atoms, respectively, and refined in riding model with fixed isotropic displacement parameters: U iso (H) = 1.5 U eq (methyl-C) and U iso (H) = 1.2 U eq (the rest of the C atoms). Fig. 1 . The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at 30% probability level. H atoms are drawn as small spheres of arbitary radius. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.18095 (7) 0.0501 (2) O2 0.25538 (9) −0.11520 (7) −0.17000 (7) 0.0540 (3) Atomic displacement parameters (Å 2 )
0.0477 (6) 0.0468 (7) 0.0411 (6) −0.0039 (5) 0.0120 (5) −0.0003 (5) C2 0.0646 (8) 0.0602 (9) 0.0508 (7) −0.0107 (7) 0.0116 (6) −0.0100 (7) C3 0.0768 (10) 0.0492 (9) 0.0737 (10) −0.0142 (7) 0.0224 (8) −0.0106 (8) C4 0.0764 (10) 0.0434 (8) 0.0756 (10) −0.0011 (7) 0.0229 (8) 0.0065 (7) C5 0.0592 (8) 0.0497 (8) 0.0530 (7) 0.0026 (6) 0.0116 (6) 0.0084 (6) C6 0.0446 (6) 0.0427 (7) 0.0416 (6) 0.0008 (5) 0.0116 (5) 0.0013 (5) C7 0.0426 (6) 0.0460 (7) 0.0341 (5) −0.0010 (5) 0.0071 (4) 0.0045 (5) C8 0.0436 (6) 0.0430 (7) 0.0332 (5) −0.0024 (5) 0.0089 (4) 0.0016 (5) C9 0.0518 (7) 0.0487 (7) 0.0370 (6) −0.0009 (6) 0.0060 (5) 0.0052 (5) C10 0.0519 (7) 0.0451 (7) 0.0392 (6) 0.0005 (5) 0.0128 (5) −0.0001 (5) C11 0.0529 (7) 0.0397 (7) 0.0379 (5) −0.0008 (5) 0.0121 (5) −0.0041 (5) C12 0.0604 (8) 0.0440 (7) 0.0544 (7) 0.0017 (6) 0.0087 (6) 0.0031 (6) C13 0.0516 (7) 0.0597 (9) 0.0617 (8 
Hydrogen-bond geometry (Å, °)
Cg1 is the centroid of the phenyl ring C11-C16. 
